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* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 

AB a-Galactosylceramides I, wherein Rl is H, substituted 

sulfonyl; R1R2 together form heterocycle; R2 is H; R3-R7 are 
independently H, alkyl, aralkyl, acyl; R8 is (CH2)xMe; x is 1-100; 
R9 is alkyl 1 , are potent stimulators of human T cells. Stimulation 
occurs through binding of the glycolipids by CDld, presentation to T 
cells, and formation of a CDlD-glycolipid-T cell receptor complex. 
To facilitate the elucidation of the structural features of 
glycolipids necessary for T cell stimulation, a- 

galactosylceramides have been prepared with small mols. appended at 
the C6 position of the sugar. The appended mols. do not 
significantly influence the abilities of the glycolipids to 
stimulate T cells. Thus, galactosylceramide II was prepared and 
tested in mice in stimulating NKT cells. 
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ED Entered STN: 22 Apr 2003 

AB CD1 resembles both class I and class II MHC but differs by the 
important aspect of presenting lipid/glycolipids , instead of 
peptides, to T cells. Biophys. studies of lipid/CDl interactions 
have been limited, and kinetics of binding are in contradiction with 
functional studies. We have revisited this issue by designing new 
assays to examine the loading of CD1 with lipids. As expected for 
hydrophobic interactions, binding affinity was not high and had 
limited specificity. Lipid critical micelle concentration set the limitation 
to these studies. Once loaded onto CDld, the recognition of 
glycolipids by ap T cell receptor was studied by surface 
plasmon resonance using soluble Val4-vp8.2 T cell receptors. 
The Val4 Jal8 chain could be paired with NK1 . 1 
cell-derived VP chain, or any Vp8 chain, to achieve high 
affinity recognition of a-galactosylceramide . Biophys. anal, 
indicated little effect of temperature or ionic strength on the binding 
interaction, in contrast to what has been seen in peptide/MHC-TCR 
studies. This suggests that there is less accommodation made by 
this TCR in recognizing a-galactosylceramide, and it can be 
assumed that the most rigid part of the Ag, the sugar moiety, is 
critical in the interaction. 
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a-Galactosylceramides are potent stimulators of human T cells. 
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DOCUMENT TYPE: 
LANGUAGE : 
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Stimulation occurs through binding of the glycolipids by CDld, 
presentation to T cells, and formation of a CDlD-glycolipid-T cell 
receptor complex. To facilitate the elucidation of the structural 
features of glycolipids necessary for T cell stimulation, 
a-galactosylceramides have been prepared with small mols. 
appended at the C6 position of the sugar. The appended mols. do not 
significantly influence the abilities of the glycolipids to 
stimulate T cells. 
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Department of Molecular Biology, Princeton 
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Nature America Inc. 
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For members of the CD1 family of P2 -microglobulin-associated 
lipid-presenting mols., tyrosine-based motifs in the cytoplasmic 
tail and invariant chain (Ii) govern glycoprotein trafficking 
through endosomal compartments. Little is known about the 
intracellular pathways of CD1 trafficking and antigen presentation. 
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However, in vitro studies with cells transfected with mutant CD1 
that had a truncated cytoplasmic tail have suggested a role for 
these tyrosine motifs in some, but not all, antigenic systems. By 
introducing a deletion of the tyrosine motif into the germ line, and 
through homologous recombination in embryonic stem cells, we now 
describe knock-in mice with the CDld cytoplasmic tail deleted. 
Despite adequate surface CDld expression and the presence of Ii, 
these mutant mice showed multiple and selective abnormalities in 
intracellular trafficking, antigen presentation and T cell 
development, demonstrating the critical functions of the CDld 
cytoplasmic tail motif in vivo. 
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OTHER SOURCE(S): MARPAT 146:440188 

ED Entered STN: 27 Apr 2007 

AB The present invention relates to new adjuvants and the uses in 
pharmaceutical compns . , like in vaccines. In particular, the 
present invention provides new compds . useful as adjuvants for 
prophylactic and/or therapeutic vaccination in the treatment of 
infectious diseases, inflammatory diseases, autoimmune diseases, 
tumors, allergies as well as for the control of fertility in human 
or animal populations. The compds. are particularly useful not only 
as systemic, but preferably as mucosal adjuvants. In addition, the 
invention relates to its uses as active ingredients in 
pharmaceutical compns . 

IT 934480-71-4P 

RL : PAC (Pharmacological activity) ; SPN (Synthetic preparation) / THU 
(Therapeutic use) ; BIOL (Biological study) / PREP (Preparation) ; USES 
(Uses) 

(hexosylceramides as adjuvants and their use in vaccines) 
RN 934480-71-4 HCAPLUS 

CN Poly (oxy-1, 2 -ethanediyl) , a-hydro-to-methoxy- , ester with 
N- [ (IS, 2S, 3R) -1- [ [ [6- (carboxyamino) -6-deoxy-a-D- 

galactopyranosyl] oxy] methyl] -2,3 -dihydroxyheptadecyl] hexacosanamide 
(CA INDEX NAME) 
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IT 424823-29-0 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(hexosylceramides as adjuvants and their use in vaccines) 
RN 424823-29-0 HCAPLUS 

CN Hexacosanamide, N- [ ( IS , 2S , 3R) -1- [ [ [6-amino-6-deoxy-2 , 3 , 4-tris-O- 
(phenylmethyl) -a-D-galactopyranosyl] oxy] methyl] -2,3- 
dihydroxyheptadecyl] - (CA INDEX NAME) 

Absolute stereochemistry. 
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(hexosylceramides as adjuvants and their use in vaccines) 
RN 934480-72-5 HCAPLUS 

CN Poly (oxy-1, 2-ethanediyl) , a-hydro-co-methoxy- , ester with 
N- [ (IS, 2S, 3R) -1- [ [ [6- (carboxyamino) -6-deoxy-2 , 3 , 4-tris-O- 
(phenylmethyl) -a-D-galactopyranosyl] oxy] methyl] -2,3- 
dihydroxyheptadecyl] hexacosanamide (CA INDEX NAME) 



PAGE 1-A 



OH .OH NH-C- (CH2)24~Me 

Me— (CH2) 13 -CH— CH-CH-CH2-0 
Ph- CH2-0 




■ Ph— CH2 — 0 T CH2~ NH- C" 

Ph- CH 2 -0 



O- CH 2 " 
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PUBLISHER: 



HCAPLUS COPYRIGHT 2 007 ACS on STN 
2006 : 533879 HCAPLUS 
145:143203 

A modified a-galactosyl ceramide for 
staining and stimulating natural killer T cells 
Liu, Yang; Goff, Randal D.; Zhou, Dapeng; 
Mattner, Jochen; Sullivan, Barbara A.; Khurana, 
Archana; Cantu, Carlos; Ravkov, Eugene V.; 
Ibegbu, Chris C; Altman, John D.; Teyton, 
Bendelac, Albert; Savage, Paul B. 
Brigham Young University, Provo, UT, 84602, 
Journal of Immunological Methods (2 006) , 
312 (1-2) ,. 34-39 

CODEN: JIMMBG; ISSN: 0022-1759 
Elsevier B.V. 
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DOCUMENT TYPE: Journal 
LANGUAGE: English 
ED Entered STN: 07 Jun 2006 

AB CDld presentation of a-galactosyl ceramides to natural killer 

T cells has been a focal point of the study of regulatory T cells. 
KRN7000, an a-galactosyl ceramide originally generated from 
structure activity studies of antitumor properties of marine sponge 
glycolipids, is currently the most commonly used agonist ligand and 
is used to stain NKT cells. However, this glycolipid suffers from 
poor solubility and availability. The authors have developed an 
a-galactosyl ceramide with improved solubility over KRN7000 that 
effectively stains NKT cells, both mouse and human, and stimulates 
cytokine release at low concns . 

IT 898531-99-2, PBS 57 

RL: ARG (Analytical reagent use); PRP (Properties); ANST (Analytical 
study) ; USES (Uses) 

(a-galactosyl ceramide ligand for staining and stimulation 
of NK T-cells) 

RN 898531-99-2 HCAPLUS . 

CN 15-Tetracosenamide, N- [ (IS, 2S, 3R) -1- [ [ [6- (acetylamino) -6-deoxy- 
a-D-galactopyranosyl] oxy] methyl] -2 , 3 -dihydroxyheptadecyl] -, 
(15Z)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




NHAc 



OH 
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HCAPLUS COPYRIGHT 2 007 ACS on STN 
2004:523485 HCAPLUS 
141:257202 

Phylogeny of the ring- forming bacterium 
Arcicella aquatica gen. nov., sp . nov. (ex 
Nikitin et al . 1994) , from a freshwater neuston 
biofilm r 

Nikitin, Denis I.; Stroempl, Carsten; Oranskaya, 
M. S.; Abraham, Wolf-Rainer 

Institute of Microbiology, Russian Academy of 
Sciences, Moscow, 117811, Russia 
International Journal of Systematic and 
Evolutionary Microbiology (2004), 54(3), 681-684 
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PUBLISHER: 
DOCUMENT TYPE 
LANGUAGE : 
ED 
AB 



IT 



RN 
CN 



CODEN: ISEMF5; ISSN: 1466-5026 
Society for General Microbiology- 
Jour nal 
English 
Entered STN: 3 0 Jun 2 0 04 

Arcicella aquatica NO-502T, obtained from a neuston film on a 
freshwater lake and belonging to "the phylum Bacteroidetes , is 
characterized by ring-forming cells. The bacterium is a strict 
aerobe, with optimal growth between 28 and 30°. 
Carbohydrates, but no organic acids or amino acids, are used as 
substrates. The G+C content of strain NO-502T is 34.5 mol%; its 
genome size is 2.9+109 Da. The genus Arcicella and its type 
species Arcicella aquatica (type strain NO-502T=LMG 21963T=CIP 
107990T) are proposed,, and descriptions of this genus and species 
are given. 
251095-67-7 

RL: BSU (Biological study, unclassified); BIOL (Biological study) 
(phylogeny and biochem. characterization of ring- forming 

bacterium Arcicella aquatica from a freshwater neuston biofilm 

based on rDNA sequences and polar lipids) 
251095-67-7 HCAPLUS 

oc-D-manno-2-Heptulopyranosidonic acid, (2S,3R,4E) -3 -hydroxy-2- 
[ [ (2R) -2-hydroxy-13-methyl-l-oxotetradecyl] amino] - 15 -methyl -4- 
hexadecenyl 7 -amino-7 -deoxy- (9CI) (CA INDEX NAME) 



Absolute stereochemistry . 
Double bond geometry as shown. 



H0 2 C 




CHMe2 



CHMe2 
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HCAPLUS COPYRIGHT 2 007 ACS on STN 
2002 : 132275 HCAPLUS 
136 :356788 

Regioselective reaction of unprotected sugars 
with urethane N-carboxyanhydrides for the 
synthesis of new surfactants 

Bellhaouel, Salima; Roumestant, Marie-Louise; 
Viallefont, Philippe; Martinez, Jean 
UMR 5810-CNRS Laboratoire des Amino Acides, 
Peptides et Proteines, Montpellier, 34095, Fr.. 
Synthetic Communications (2002), 32(2), 181-187 
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PUBLISHER: 
DOCUMENT TYPE 
LANGUAGE : 
ED 
AB 



IT 



RN 
CN 



CODEN: SYNCAV; ISSN: 0039-7911 
Marcel Dekker, Inc. 
Journal 
English 
Entered STN: 20 Feb 2002 

Reaction of urethane N-carboxyanhydrides with unprotected amino 
sugars was the key step in the synthesis of new trimodular 
surfactants. Reaction of a 2:1 mixture of N-methylglucamine with the 
N-BOC derivative of 4 -methyl- 1, 3 -oxazoline-2 , 5-dione in DMF at room 
temperature gave a 36% yield of N- [ (2 -BOC-amino) propionyl] -N- 
methylglucamine . 

420132-49-6P 420132-50-9P 420132-51-OP 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(regioselective reaction of unprotected sugars with urethane 
N-carboxyanhydrides for synthesis of new surfactants) 

42 013 2-49-6 HCAPLUS 

L-Alanine, N- [ ( 1 , 1-dimethylethoxy) carbonyl] - , 6-ester with 
1-deoxy-l- [[(2S)-2-[[(l, 1-dimethylethoxy) carbonyl] amino] -1- 
oxopropyl]methylamino] -D-glucitol (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 



t-BuO 




OBu-t 



RN 420132-50-9 HCAPLUS 

CN L-Alanine, N- [ (phenylmethoxy) carbonyl] 6-ester with 

1-deoxy-l- [methyl. [ (2S) -l-oxo-2- [ [ (phenylmethoxy) carbonyl] amino] propy 
1] amino] -D-glucitol (9CI) (CA INDEX NAME) . 

Absolute stereochemistry. 




RN 420132-51-0 HCAPLUS 

CN L-Alanine, N- [( 9H-fluoren- 9-ylmethoxy) carbonyl] - , 6-ester with 
1-deoxy-l- [ [ (2S) -2- [ [ (9H-f luoren-9-ylmethoxy) carbonyl] amino] -1- 
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CORPORATE SOURCE: 
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6 HCAPLUS COPYRIGHT 2 007 ACS on STN 
1999:584460 HCAPLUS 
132:1853 

A novel glycosphingolipid from Gram-negative 
aquatic bacteria 

Batrakov, S. G. / Sheichenko, V. I.; Nikitin, D. 
I . 

Research Centre • Hydrobio.s' of Ministry of 
Health, Moscow, Russia 

Biochimica et Biophysica Acta, Molecular and 
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Cell Biology of Lipids (1999), 1440(2-3), 
163-175 

CODEN: BBMLFG; ISSN: 1388-1981 
PUBLISHER: Elsevier B.V. 

DOCUMENT TYPE: Journal 
LANGUAGE : Eng 1 i s h 

ED Entered STN : 17 Sep 1999 

AB The chlorof orm- methanol extractable lipids of the Gram-neg. 

fresh-water bacteria Arcocella aquatica NO-502 and Flectobacillus 
major FM were found to contain an unusual ninhydrin-pos . glycolipid. 
It was purified by two-stage silica gel -column chromatog. By the 
use of IR and 1H-NMR spectroscopy, mass spectrometry and 
chemical -degradation experiment, the lipid was established to be 

1- 0-monoglycosyl ceramide, the carbohydrate moiety of which was the 
ot-pyranose-ring form of 7 -desoxy-7 -amino-D-manno-heptulosonic 
acid, or l-hydroxycarbonyl-6-deoxy-6-amino-a-D-mannopyranose . 

The ceramide portion consisted mainly (by 95% in the A. aquatica 
glycolipid and 80% in the F. major glycolipid) of 

2- N- (2 » -D-hydroxy-13 1 -methyltetradecanoyl ) -15-methyl-4 (E) - 
hexadecasphingenine . The minor mol . species differed from the. major 
one only in fatty acid structure. The glycolipid accounted for 8 
and 11% of the total lipids extracted from A. aquatica NO-502 and F. 
major FM cells, resp. 

IT 251095-67-7P 

RL: BOC (Biological occurrence); BSU (Biological study, 
unclassified) ; PRP (Properties) ; PUR (Purification or recovery) ; 
BIOL (Biological study) ; OCCU (Occurrence) ; PREP (Preparation) 
(novel glycosphingolipid from Gram-neg. aquatic bacteria) 

RN 251095-67-7 HCAPLUS 

CN oc-D-manno-2-Heptulopyranosidonic acid, (2S , 3R, 4E) -3 -hydroxy-2 - 
[ [ (2R) -2 -hydroxy- 13 -methyl -1-oxotetradecyl] amino] - 15 -methyl -4 - 
hexadecenyl 7-amino-7-deoxy- (9CI) (CA INDEX NAME) 

Absolute stereochemistry . 
Double bond geometry as shown. 



O 
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TITLE: Internally quenched fluorogenic, a-helical 

dimeric peptides and glycopeptides for the 

evaluation of the effect of glycosylation on the 

conformation of peptides 
AUTHOR(S): Mehta, Seema; Meldal, Morten; Ferro, Vito; Duus, 

Jens O.; Bock, Klaus 
CORPORATE SOURCE: Department of Chemistry, Carlsberg Laboratory, 

Copenhagen, DK-2500, Den. 
SOURCE: Journal of the Chemical Society, Perkin 

Transactions 1: Organic and Bio-Organic 

Chemistry (1997), (9), 1365-1374 

CODEN: JCPRB4; ISSN: 03 00-922X 
PUBLISHER: Royal Society of Chemistry 

DOCUMENT TYPE: Journal 
LANGUAGE: English 
ED Entered STN : 0 9 Jun 1997 

AB A panel of a-helical, dimeric coiled-coil peptides has been 
designed and synthesized for the evaluation of the effect of 
glycosylation on the conformation of these coiled-coil peptides. 
Two glycosylated building blocks, Na- ( f luoren- 9- 
ylmethoxycarbonyl) -0- (2,3 , 4 - tri-0- acetyl -6 -azido- 6 -deoxy-(3-D- 
glucopyranosyl) -L-threonine pentaf luorophenyl ester and 
Na- (f luoren- 9 -ylmethoxycarbonyl) -0-{2, 3 , 4 -tri-O-acetyl-6- [2 ' - 
(tert-butoxycarbonylamino) benzoylamino] -6-deoxy-p-D- 
glucopyranosyl } -L-threonine pentaf luorophenyl ester containing the 
fluorogenic 2 -aminobenzamide (Abz) group, have been synthesized. 
These compds. have been obtained by the glycosylation of 
Na-Fmoc-Thr-OPf p with the corresponding glycosyl 
trichloroacetamidate donors and have been incorporated into the 
solid-phase synthesis of the peptides and glycopeptides. Five 
compds. have been synthesized as internally quenched fluorogenic 
compds. where the Abz group has been employed as the fluorogenic 
probe and 3 -nitrotyrosine Tyr(N02) as the quenching chromophore . 
Steady-state fluorescence studies have provided evidence to support 
the dimerization of the a-helical peptides. Denaturation 
studies, by fluorescence as well as CD spectroscopy, indicate that 
the introduction of a carbohydrate moiety into the coiled-coil 
peptides has a significant destabilizing effect on the 
a-helicity . 

IT 191668-75-4P 191668-76-5P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(internally quenched fluorogenic, helical dimeric peptides and 
glycopeptides for evaluation of effect of glycosylation on 
conformation of peptides) 

RN 191668-75-4 HCAPLUS 

CN L-Threonine, N- [ ( 9H-f luoren- 9 -ylmethoxy) carbonyl] -O- (2 , 3 , 4-tri-O- 
ace tyl - 6 - az ido - 6 -deoxy- (3-D-glucopyranosyl ) - , pent af luorophenyl 
ester (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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RN 191668-76-5 HCAPLUS 

CN L- Threonine, N- [ { 9H-f luoren-9-ylmethoxy) carbonyl] -0- [2 , 3 , 4-tri-O- 

acetyl-6-deoxy-6- [ [2- [ [ (1, 1-dimethylethoxy) carbonyl] amino] benzoyl] am 
ino] -p-D-glucopyranosyl] - , pentaf luorophenyl ester (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 
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